Key indicators: single-crystal X-ray study; T = 150 K; mean (C-C) = 0.003 Å; R factor = 0.041; wR factor = 0.103; data-to-parameter ratio = 12.8.
Refinement R[F 2 > 2(F 2 )] = 0.041 wR(F 2 ) = 0.103 S = 1.07 2716 reflections 213 parameters All H-atom parameters refined Á max = 0.27 e Å À3 Á min = À0.27 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2008); cell refinement: SAINT (Bruker, 2008); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL. fluorine atoms) is planar within 0.225 (2) Å (Fig. 2 ).
In the crystal, the adjacent molecules are combined in chains along ac-diagonal by weak C-H···N interactions (Fig. 3 ).
The C···N separation is equal to 3.278 (2) Å and C-H···N angle is close to linear (169 (2) °).
Experimental 2-Bromo-4-(3-(trifluoromethyl)phenyl)thiazole (0.800 g, 2.60 mmol) was added to a stirred suspension of imidazole (0.345 g, 5.07 mmol), CuI (0.209 g, 1.10 mmol) and Cs 2 CO 3 (1.830 g, 5.62 mmol) in 30 ml of DMF under argon atmosphere. The reaction mixture was stirred for 8 h at rt and then for 7 h at 115 °C. After cooling to the ambient temperature the reaction mixture was filtered and precipitate was washed with 30 ml of DMF. The solution was concentrated under vacuum and residue was diluted with 80 ml of ethyl acetate. Organic phase was washed with water (2 x 10 ml) and saturated solution of NH 4 Cl (1 x 10 ml), dried over Na 2 SO 4 , concentrated and purified by column chromatography on silica gel 60 (particle size 0.040-0.063 mm) using 88, 118.24, 122.95, 122.98, 125.00, 125.03, 129.59, 129.66, 130.17, 130.62, 134.35, 135.63, 150.89, 157.05. Found, %: C, 52.95; H, 2.69; N, 14.20. C 13 H 8 F 3 N 3 S. Calculated, %: C, 52.88; H, 2.73; N, 14.23. The crystals were obtained by slow evaporation of the CDCl 3 /DMSO-d 6 (5:1) solution.
Refinement
All hydrogen atoms were located in a difference Fourier map and refined with isotropic thermal parameters. Reaction scheme.
Computing details

Figure 2
The molecular structure of the title compound, showing the numbering scheme adopted. Displacement ellipsoids are shown at the 50% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.22949 (6) 0.55985 (2) (7) 0.0172 (7) 0.0011 (6) 0.0055 (6) −0.0012 (6) N3 0.0268 (9) 0.0364 (9) 0.0214 (8) −0.0014 (7) 0.0028 (7) 0.0014 (7) F1 0.0494 (9) 0.0731 (10) 0.0318 (7) 0.0124 (8) −0.0007 (6) −0.0037 (7) F2 0.0446 (9) 0.0321 (7) 0.0713 (10) 0.0094 (6) 0.0003 (7) 0.0201 (6) F3 0.0223 (7) 0.0689 (10) 0.0589 (9) 0.0053 (6) 0.0076 (6) 0.0279 (7) C1 0.0230 (10) 0.0223 (9) 0.0209 (9) 0.0020 (7) 0.0107 (8) −0.0022 (7) C2 0.0210 (10) 0.0251 (9) 0.0244 (10) 0.0001 (8) (12) 0.0029 (9) 0.0092 (9) 0.0084 (8) C8 0.0176 (9) 0.0250 (9) 0.0186 (9) 0.0028 (7) 0.0074 (7) −0.0018 (7) C9 0.0198 (10) 0.0267 (10) 0.0229 (9) 0.0014 (8) 0.0059 (8) 0.0008 (7) C10 0.0179 (9) 0.0257 (9) 0.0176 (9) 0.0005 (7) 0.0068 (7) −0.0029 (7) (18) 
